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247 aligned and the final 3D model of Smp_000700 was produced as a single output structure. The 248 model was subsequently refined by energy minimization with RMSD of 0.1. MOE-Homology 249 (developed by Chemical Computing Group, Inc.) combines the methods of segment-matching 250 procedure and the approach to the modelling of insertion/deletion regions [58] .
251
Docking simulations of BAY-598 and LLY-507 were performed using the Glide docking 252 software within Maestro (Schrödinger Release 2017 [59] ) as previously discussed [34] . The model 253 was pre-processed using the Schrödinger Protein Preparation Wizard by assigning bond orders, 254 adding hydrogens and performing a restrained energy minimisation of the added hydrogens using 255 the OPLS_2005 force field. The docking site was identified over the substrate binding pocket of 256 each homology model and a 12 Å docking grid (inner-box 10 Å and outer-box 22 Å) was prepared 257 using, as a centroid, the substrate peptide. Glide SP precision was used keeping the default 258 parameters and setting 5 as number of output poses per input ligand to include in the solution. The 259 output poses were saved as a mol2 file. The docking results were visually inspected for their ability 260 to bind the active site. 308 Continuing our search for novel anti-schistosomal drug targets from within the parasite's epigenetic 309 machinery has led to the acquisition of 34 EPs and 3 EIs targeting histone modifying enzyme (HME) 310 readers, writers and erasers from the SGC (S1 Table) 324 ** Broad activity against family. Therefore, specific Smp targets are not listed. 325 *** Lowest sequence similarity amongst BLAST analyses. Therefore, the top two Smps are indicated. 326 **** Smp_127010 contains both a bromodomain (of CREBB) and a histone acetyl transferase domain (of EP300). 327 385 J1/GSKJ5 for GSK-J4), they were also tested against schistosomula at 10 µM (S1 Figure) . 
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